Use of a composite polyfunctional model electrophile as a probe to analyze the performance of an artificial intelligence structure-activity method.
The CASE structure-activity relational method was applied to the model polyfunctional electrophile proposed by Ashby and associates. The predicted activities from data bases of 'structural alerts', mutagenicity in Salmonella and rodent carcinogenicity were compared. It was thus found that the predictive efficacy of CASE was increased when it employed a combination of human and artificial intelligence, as exemplified by the CASE analysis of 'structural alerts.